. Arsenic ion (green) sphere in a 4-fold pore of L 68 A BfrB. Phased anomalous difference electron density is indicated by the orange mesh and is contoured at 3. 1) Values in parenthesis are for the highest resolution shell.
2) Rmerge = hkli |Ii(hkl) -<I(hkl)>| / hkli Ii(hkl), where Ii(hkl) is the intensity measured for the ith reflection and <I(hkl)> is the average intensity of all reflections with indices hkl. 3) Rfactor = hkl ||Fobs (hkl) | -|Fcalc (hkl) || / hkl |Fobs (hkl)|; Rfree is calculated in an identical manner using 5% of randomly selected reflections that were not included in the refinement. 4) Rmeas = redundancy-independent (multiplicity-weighted) Rmerge. 1, 2 Rpim = precision-indicating (multiplicity-weighted) Rmerge. 3, 4 5) CC1/2 is the correlation coefficient of the mean intensities between two random half-sets of data. 5, 6 6) For the Fe bound data sets the number of reflections used during refinement is greater than the number unique reflections reported for data scaling. This is due to the fact that Friedel pairs were kept separate during refinement and the anomalous scattering factors were refined.
